Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.033; wR factor = 0.079; data-to-parameter ratio = 10.3.
The title compound {systematic name: (3R-trans)-4- [(3,4-dimethoxyphenyl) methyl]-3-[(4-hydroxy-3-methoxyphenyl)-methyl]-4,5-dihydrofuran-2(3H)-one}, C 21 H 24 O 6 , has a dibenzylbutyrolactone skeleton. The two aromatic rings are inclined at a dihedral angle of 68.75 (7) with respect to each other. The lactone ring adopts an envelope conformation. A series of O-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds contribute to the stabilization of the crystal packing. The absolute configuration was assigned on the basis of the published literature. Table 1 Hydrogen-bond geometry (Å , ). The title compound has a dibenzylbutyrolactone skeleton (Fig. 1 ). The two aromatic rings have a dihedral angle of 68.75 (7)°. The lactone ring adopts an envelope conformation. A series of O-H···O and C-H···O hydrogen bonds contribute to the stabilization of the crystal packing (Table 1) .
Related literature
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA O5-H5Á Á ÁO2 i 0.i) x þ 1; y; z; (ii) Àx þ 1; y þ 1 2 ; Àz þ 3 2 ; (iii) x þ 1 2 ; Ày þ 3 2 ; Àz þ 2; (iv) x À 1 2 ; Ày þ 1 2 ; Àz þ 2.
Experimental
Arctigenin was isolated from Chinese medicine Arctium lappa. Crystal blocks were obtained by natural evaporation of a methanolic solution.
Refinement
In the absence of anomalous scatterers Friedel pairs were merged. The absolute configuration was set according to the literature (Awale et al., 2006 ). The O-bound H atom was located in a difference map and freely refined. All other H atoms were positioned geometrically and refined as riding atoms, with U(H) = 1.2 U eq (CH and CH 2 ) and C-H ranging from 0.95-1.0Å or U(H) = 1.5 U eq (CH 3 ) and C methyl -H =0.99 Å. The methyl groups were allowed to rotate but not to tip.
Figures Fig. 1 . The molecular structure of (I) with the atom-numbering scheme and 50% probability displacement ellipsoids. Symmetry codes: (i) x+1, y, z; (ii) −x+1, y+1/2, −z+3/2; (iii) x+1/2, −y+3/2, −z+2; (iv) x−1/2, −y+1/2, −z+2.
